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Comment
In our search for new potential boron-dipyrromethene (BODIPY) fluorescent dyes (Chen & Jiang, 2011) , we have obtained the title compound (I). Herewith we report its crystal structure.
In (I) (Fig. 1 ), all bond lengths and angles are normal in relation to to those observed in the related borondipyrromethene derivatives (Zhou, 2010; Hinkle et al., 2011; Cui et al., 2012) . The C-C and C-N bond lengths within BODIPY fragment are in the range of 1.371-1.422 and 1.337-1.402 Å, respectively, without any clear distinction between single and double bonds, indicating strongly delocalized π-system. The C 9 BN 2 fragment is essentially flat, with the maximum deviation from the least-squares mean plane of 0.065 (3) Å. The dihedral angle between the F-B-F plane and the BODIPY mean plane is 88.95 (4)°. Due to the presence of two methyl groups attached to C1 and C7 atoms in BODIPY fragment, the dihedral angles between the BODIPY mean plane and 4-iodophenyl fragment is 78.21 (3)°.
Experimental
To the mixture of p-iodobenzyldehyde (231 mg, 1 mmol) and 2,4-dimethylpyrrole (190 mg, 2.00 mmol) dissolved in CH 2 Cl 2 (150 ml), one drop of TFA was added. After the resulting mixture was stirred for five hours at room temperature under N 2 atmosphere, a solution of DDQ (227 mg, 1 mmol) in CH 2 Cl 2 (60 ml) was added and the reaction mixture was further stirred for another 10 min. After the addition of N, N-diisopropylethylamine (DIEA) (2 ml) into the mixture for 15 min, the BF 3 -OEt 2 (2.0 ml) was added into the reaction mixture and stirring was continued for another 30 min. The resulting mixture was evaporated, and the residue was chromatographed on a silica gel column using CH 2 Cl 2 as eluent.
Repeated chromatography followed by recrystallization from CH 2 Cl 2 and MeOH gave the target compound as red crystals. Yield: 130 mg, 28.9%. Anal. for C 19 H 18 BF 2 IN 2 : Calc. C, 50.70; H, 4.03; N, 6.22; Found: C, 50.42; H, 4.17 ; N, 6.31%. The No. of CCDC: 863227.
Refinement
All H atoms were placed in geometrically idealized positions and treated as riding on their parent atoms, with C-H = 0.93 -0.96 Å and U iso (H) > 1.2-1.5 U eq (C). The molecular structure of the title compound. Displacement ellipsoids are drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Computing details
R int = 0.044 θ max = 70.8°, θ min = 4.9°h = −9→14 k = −10→8 l = −21→21 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.062 wR(F 2 ) = 0.166 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I 0.46758 (4) −0.22865 (6) 0.54374 (2) 0.0515 (2) 
